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458 C3H11Cl2NSi2 Bis[chloro(methyl)silyl]methylamine C2 (meso-A) 
ED, ab initio 1,3-Dichloro-1,2,3-trimethyldisilazane Cs (meso-B) 
calculations 1-Chloro-N-[chloro(methyl)silyl]- C2 (rac-A)
  N,1-dimethylsilanamine C2 (rac-B)
   (without H atoms of methylamine)

ra Å a)  θa deg a) 
N–Si 1.715(1)  a1 b) 124.9(6) 
N–C 1.474(6)  a2 b)     1.2(5) 
Si–H 1.45(2)  N–Si–Cl 108.3(5) 
Si–Cl 2.071(1)  N–Si–H 107.7(10) 
Si–C 1.852(2)  N–Si–C 115.1(8) 
C–H 1.134(3)  C–Si–Cl 107.3(7) 
   C–Si–H 110.0(14) 
   Si–C–H 110.1(8) 
   N–C–H 109.6(14) 
   τ1,2 (meso-A) c) –67.7(17) 
   τ1,2 (meso-B) c) –72.4(9) 
   τ1,2 (rac-A) c) –80.5(9) 
   τ1,2 (rac-B) c) –84.4(9) 
   τ(C–Si) d)   60.0 e) 
   τ(C–N) f)   30.0 g) 

  
 According to 1H NMR data, the molecule was assumed to exist as 1:1 mixture of meso and  
 rac diastereomers. According to the results of MP2/6-31G* calculations, the three conformers 
 of each diastereomer, meso-A, meso-B, meso-C, rac-A, rac-B and rac-C, exist at the  
 temperature of the ED experiment. The amounts of the main conformers, meso-A, meso-B,  
 rac-A and rac-B, were taken into account in the ratio of 0.334:0.166:0.222:0.278, respectively. 
 The corresponding bond lengths and angles except for the Si–N–Si angle of these conformers  
 were assumed to be equal. Planarity of the bonds at nitrogen was assumed according to the  
 results of the ab initio calculations. The two halves of the molecule were taken to be identical  
 and each Si–CH3 group was assumed to have local C3v symmetry. The Si–Cl bonds in all  
 conformers were found to be more or less orthogonal to the SiNSi plane.  
 The nozzle was at 343 K. 
  

 a) Estimated standard errors. 
 b) The Si–N–Si angle is given by a1+a2  
     for meso-A and rac-A and by a1–a2 for  
     meso-B and rac-B. 
 c) Two torsional angles Cl–Si–N–C for each  
     conformer were constrained together, so  
     that only one parameter remained to describe  
     them. The relationships between the two  
     torsional angles τ1 andτ2 in each conformer  
     were derived from the MP2/6-31G* results  
     and were set as follows: meso-A, τ1 = τ2;  
     meso-B, τ1 = –τ2; rac-A, τ1 = –τ2 ; rac-B, τ1 = τ2. 
 d) H–C–Si–N torsional angle.  
 e) Assumed according to the ab initio results. 
 f) H–C–N–Si torsional angle. 
 g) Assumed. 
 
 Fleischer, H., Brain, P.T., Rankin, D.W.H., Robertson, H.E., Bühl, M., Thiel, W.: J. Chem. 
      Soc., Dalton Trans. (1998) 593. 
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